The sodium salt of 2-hydroxy-5-nitrobenzylsulfonic acid.
The structural data for sodium 2-hydroxy-5-nitrobenzylsulfonate monohydrate, Na(+) x C(7)H(6)NO(6)S(-) x H(2)O, which mimics an artificial substrate for human arylsulfatase A, viz. p-nitrocatechol sulfate, reveal that the geometric parameters of the substrate and its analogue are very similar. Two water molecules, the phenolic O atom and three sulfonate O atoms form the coordination sphere of the Na(+) ion, which is a distorted octahedron. The Na(+) cations and the O atoms join to form a chain polymer.